Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.049; wR factor = 0.158; data-to-parameter ratio = 21.8.
Hydrogen-bond geometry (Å , ).
Cg3 and Cg6 are the centroids of the of the C13A-C18A and C13B-C18B rings, respectively. Symmetry codes: (i) Àx; Ày þ 1; Àz; (ii) Àx; y þ 1 2 ; Àz þ 1 2 ; (iii) Àx þ 1; Ày þ 2; Àz.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 shown to display a diverse array of pharmacological activities. The presence of a reactive α, β-unsaturated keto function in chalcones is found to be responsible for their activities.
The asymmetric unit of the title compound, contains two crystallographically independent (E)-1-(1-benzyl-5-methyl-1H-1,2,3-triazol-4-yl)-3-(4-fluorophenyl)prop-2-en-1-one molecules (A & B) as shown in Fig. 1 . In both molecules, the triazole (N1A-N3A/C10A,C11A and N1B-N3B/C10B,C11B) units are essentially planar, with maximum deviations of 0.002 (1) Å for atom C11A and 0.001 (1) Å for atom N3B. The dihedral angles between the phenyl ring and the flurophenyl ring in the molecules A and B are 79.36 (9)° and 89.40 (10)° respectively.
In the crystal, (Fig. 2) , the two independent molecules are connected via intermolecular C-H···N hydrogen bonds, (Table 1), to form dimers. Furthermore, the crystal structure is stabilized by C-H···π interactions involving the centroids of the C13A-C18A (Cg3) and C13B-C18B (Cg6) rings. This crystal structure is isomorphous with that of (E)-1-(1-benzyl-5methyl-1H-1,2,3-triazol-4-yl)-3-phenylprop-2-en-1-one (Fun et al., 2011) .
Experimental
A mixture of 4-acetyl-1-benzyl-5-methyl-1,2,3-triazole (0.20 g, 0.01 mol) and p-fluorobenzaldehyde (0.01 mol) was stirred in ethanol (2-3 ml) and then a 50% sodium hydroxide solution (0.5 ml) was added. The mixture was stirred for 2 minutes at room temperature and poured onto excess of crushed ice and neutralized with dilute hydrochloric acid. (E)-1-(1-Benzyl-5-methyl-1H-1,2,3-triazol-4-yl)-3-(4-fluorophenyl)prop-2-en-1-one, which precipitated out as a solid, was filtered and recrystallized from ethanol. Yield: 0.29 g (98%), Mp.169-170°C.
Refinement
All hydrogen atoms were positioned geometrically [C-H = 0.93-0.97 Å] and were refined using a riding model, with U iso (H) = 1.2 or 1.5 U eq (C). A rotating group model was applied to the methyl groups. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1A −0.32640 (10) 0.37115 (10) 0.09739 (9) 0.1059 (5) (11) C5A 0.0572 (11) 0.0540 (10) 0.0639 (11) −0.0057 (9) 0.0171 (9) 0.0092 (8) C6A 0.0436 (9) 0.0342 (8) 0.0565 (10) 0.0009 (7) 0.0125 (7) 0.0026 (7) C7A 0.0446 (9) 0.0414 (8) 0.0528 (9) 0.0008 (7) 0.0128 (7) −0.0001 (7) C8A 0.0470 (9) 0.0438 (9) 0.0521 (9) −0.0061 (7) 0.0105 (7) −0.0017 (7) C9A 0.0459 (9) 0.0391 (8) 0.0524 (10) −0.0018 (7) 0.0102 (7) −0.0015 (7) C10A 0.0420 (8) 0.0382 (8) 0.0469 (9) −0.0019 (7) 0.0047 (7) 0.0008 (7) (7) 0.0037 (6) 0.0041 (6) N1B 0.0631 (10) 0.0599 (9) 0.0537 (9) −0.0172 (8) 0.0082 (7) 0.0033 (7) N2B 0.0758 (11) 0.0642 (10) 0.0533 (9) −0.0206 (9) 0.0028 (8) 0.0022 (7) N3B 0.0494 (8) 0.0445 (8) 0.0583 (9) −0.0085 (6) 0.0002 (7) 0.0061 (6) C1OB 0.0474 (9) 0.0397 (8) 0.0495 (9) −0.0019 (7) 0.0072 (7) 0.0037 ( (14) −0.0092 (9) 0.0065 (10) −0.0102 (10) C6B 0.0433 (9) 0.0367 (8) 0.0676 (11) 0.0015 (7) 0.0089 (8) −0.0003 (7) C7B 0.0450 (9) 0.0429 (9) 0.0600 (10) 0.0007 (7) 0.0066 (8) 0.0016 (7) supplementary materials sup-6 C8B 0.0483 (9) 0.0468 (9) 0.0571 (10) −0.0054 (7) 0.0067 (8) 0.0021 (8) C9B 0.0441 (9) 0.0417 (9) 0.0557 (10) −0.0016 (7) 0.0060 (7) 0.0022 (7) C11B 0.0417 (8) 0.0365 (8) 0.0535 (9) 0.0010 (7) 0.0037 (7) 0.0045 (7) C12B 0.0439 (10) 0.0523 (10) 0.0793 (13) −0.0100 (8) −0.0035 (9) 0.0028 (9) C13B 0.0480 (9) 0.0485 (9) 0.0474 (9) −0.0076 (8) 0.0044 (7) −0.0003 (7) (14) N3B-C12B-C13B 113.92 (14) N3A-C12A-H12A 108.9 N3B-C12B-H12C 108.8 C13A-C12A-H12A 108.9 C13B-C12B-H12C 108.8 N3A-C12A-H12B 108.9 N3B-C12B-H12D 108.8
Hydrogen-bond geometry (Å, °)
Cg3 and Cg6 are the centroids of the of the C13A-C18A and C13B-C18B rings, respectively. 
